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S2. Experimental
1-(3,Chlorophenyl)-3-methyl-5-pyrazolone (20.9 g, 0.1 mol) and 80 ml of dry 1,4-dioxane were placed in a three necked 250 ml round bottom flask equipped with a stirrer, an addition funnel and a reflux condenser. The reaction mass was heated at 70 °C for 10 min. To the resulting yellow solution was added in small portions calcium hydroxide (14.82 g, 0.2 mol) and then toluoyl chloride (15.5 g, 0.1 mol) was added drop wise. During this addition, the whole mass was converted into a thick paste. After the complete addition, the reaction mixture was heated to reflux for 2 h. The yellowish mixture was cooled to room temperature and poured into a 250 ml solution of ice-cold hydrochloric acid (2 M) under stirring. The yellow precipitate was filtered, washed with water and dried in a vacuum. After drying a pale-yellow solid was obtained and recrystallized from an acetone-water mixture. (Yield 20.3 g m, 62%). Yellow blocks were obtained by the slow evaporation of the compound in acetone-water mixture (3-4 days).
S3. Refinement
All the H atoms were geometrically fixed and allowed to ride on their parent Carbon atoms, with C-H distances of 0.93-0.96 Å; and with U iso (H) = 1.2U eq (C), except for the methyl groups where U iso (H) = 1.5U eq (C),. The packing arrangement of molecules viewed down the a axis.
[1-(3-chlorophenyl)-5-hydroxy-3-methyl-1H-pyrazol-4-yl](p-tolyl)methanone
Crystal data 
